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The asymmetric unit of the title crystal structure is shown in the upper part of the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters. 
Source of material
In a typical experiment 0.48 g of the recrystallized (heated water solution) 3-amino-1,2,4-triazine (Aldrich, 97%) was mixed with acetylacetone (Carlo Erba, 0.51 mL), 2. (ν NH), 3138m (ν NH), 3199m (ν NH), 3262m (ν NH), 3374m (ν NH). FT Raman (1064 nm excitation), cm −1 : 113s, 144s, 170m, 572m, 632m, 787m, 1051vs (ν1 NO 3 − ), 1162m, 1667m (δ NH 2 ),
Experimental details
The hydrogen atoms on carbons were fixed into idealised positions (riding model) and assigned temperature factors either H iso (H) = 1.2 Ueq (pivot atom) or H iso (H) = 1.5 Ueq for methyl moiety. The hydrogen atoms on nitrogen were found on difference Fourier maps and refined under rigid-body assumptions with assigned temperature factors H iso (H) = 1.2 Ueq (pivot atom).
Comment
Polarizable nitrogen-containing heteroaromatic rings are the promising molecules for crystal engineering of novel nonlinear optical materials [6, 7] . Triazines in particular are known to undergo nucleophilic addition reactions leading to chiral products [8] , which can be utilized for preparation of desired crystalline products. These reactions occur not only with common nucleophiles, such as water or alcohols, but also with β-diketones (e.g. acetylacetone). The crystal structure of the studied product contains two crystallographically independent 3-amino-5-(2,4-dioxopent-3-yl)-4,5-dihydro-1,2,4-triazinium(1+) cations (one of each enantiomer) and two nitrate anions in asymmetric unit. The heteroaromatic character of the triazine ring is affected, resulting in prolongation of N13-C13, N23-C23 and C12-C13, C22-C23 bonds. Shorter C12-N12 and C22-N22 bonds are close to imine double bond. The "guanidine" motifs (formed by N11, C11, N13, N14 and N21, C21, N23, N24 atoms) are virtually unchanged in the product and remain almost planar. In general, bond lengths and angles are all within the expectations [9] . The crystal packing involves a complex system of classical N-H· · · O and weak, non-classical C-H· · · O hydrogen bonds (lower part of the figure).
